Key indicators: single-crystal X-ray study; T = 103 K; mean (C-C) = 0.001 Å; R factor = 0.041; wR factor = 0.114; data-to-parameter ratio = 21.3.
Related literature
For biological activity of the title compound and curcumin, see: Reksohadiprodjo et al. (2004) . For hydrogen-bonding interactions and related structures, see: Girija et al. (2004) and Butcher et al. (2006) . For related literature, see: Furniss et al. (1989) . 
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan DENZO/SCALEPACK (Otwinowski & Minor, 1997) T min = 0.950, T max = 0.988 40342 measured reflections 10146 independent reflections 8569 reflections with I > 2(I) R int = 0.027 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.114 S = 1.03 10146 reflections 477 parameters H-atom parameters constrained Á max = 0.34 e Å À3 Á min = À0.29 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (ii) x þ 1; y À 1; z; (iii) Àx þ 1; Ày; Àz; (iv) Àx þ 1; Ày þ 1; Àz.
Data collection: SMART (Bruker, 2000) ; cell refinement: SAINT (Bruker, 2000); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: SHELXTL (Bruker, 2000) .
BKS thanks the All India Council for Technical Education (AICTE, Government of India) for financial assistance through the Career Award for Young Teacher's Scheme. SB thanks the University of Mysore for use of their research facilities. RJB acknowledges the Laboratory for the Structure of Matter at the Naval Research Laboratory for access to their diffractometers. oxy-phenyl)hepta-1,6-diene-3,5-dione), which is the main constituent of turmeric, the commonly used spice. It has been widely used as an anti-inflammatory, antibacterial, antioxidant, antihepatotoxic, hypocholesterolanemia, anti-cyclooxygenase, anti-cancer and radical scavenger agent. It is reported that curcumin is nontoxic at high doses and substitution on the aromatic rings with electron donating and withdrawing groups increases anti-inflammatory activity (Reksohadiprodjo et al., 2004) .
Hydrogen-bonding interactions in 1,7-bis(4-hydroxy-3-methoxyphenyl)heptane-3,5-dione have been reported (Girija et al., 2004) as well as related crystal and molecular structural studies of 1,5-bis(4-chlorophenyl)penta-1,4-dien-3-one (Butcher et al., 2006) . In view of the importance of these dibenzylidene derivatives, the present paper reports the crystal structure of the title compound C 21 H 22 O 5 .
S2. Experimental
The title compound was synthesized with a yield of 75% according to the method reported in Author? (1989) . The compound was purified by recrystallization from ethanol. The crystal was grown in acetone:toluene [50:50] solvent by the slow evaporation technique (m.p.:368-373 K). Analysis for C 21 H 22 O 5 : Found (Calculated): C: 71.20 (71.17%); H: 6.18 (6.22%).
S3. Refinement
The H atoms were included in calculated positions (C-H 0.95-0.98 Å) and refined in riding model approximation, with U iso (H) = 1.2-1.5U eq (C). supporting information sup-2 . E63, o3115
Figure 1
Molecular structure of (I), showing atomic labeling and 50% probability displacement ellipsoids.
Figure 2
Packing diagram of (I), viewed down the b axis. Dashed lines indicate C-H···O hydrogen bonds. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) Symmetry codes: (i) −x+1, y+1/2, −z+1/2; (ii) x+1, y−1, z; (iii) −x+1, −y, −z; (iv) −x+1, −y+1, −z.
